The title compound, C 18 H 21 NO 3 Á2.33H 2 O, is the fourth reported member in a series of (1R,3S)-6,7-dimethoxy-1-phenyl-1,2,3,4-tetrahydroisoquinoline derivatives used in catalysis as ligands (or their precursors) . The N-heterocycle in the structure adopts a half-chair conformation. The dihedral angle between the benzene rings is 77.29 (13) . There are three illresolved water molecules of crystallization in the structure (one of them rotationally disordered about a threefold axis) involved in short contacts probably due to hydrogen bonding. Table 1 Hydrogen-bond geometry (Å , ). 
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Comment
Heterocyclic rings play key roles in a number of areas of organic and inorganic chemistry. As part of an ongoing study employing (1R,3S)-6,7-dimethoxy-1-phenyl-1,2,3,4-tetrahydroisoquinoline based metal complexes as catalysts in asymmetric hydride transfer reactions (Chakka et al., 2009) and the Henry reaction (Kawthekar et al., 2010) we synthesized the title compound. The absolute sterochemistry of the diastereomer was confirmed by NMR studies as R,S at C1 and C9. The primary alcohol group displays hydrogen bonding (O3-H3O···O1W)(2.917 (6) A) (Fig 1.) .
The first (1R,3S)-6,7-dimethoxy-1-phenyl-1,2,3,4-tetrahydroisoquinoline structure we reported (Naicker et al., 2009) had an ester functionality at the C9 position and its N-heterocycle revealed a half boat conformation. For the title compound the N-heterocycle adopts a half chair conformation, as it does in the remaining two related structures that we have communicated (Naicker et al., 2010a; Naicker et al., 2010b) .
There are in the structure of the title compound a number of short O···O contacts involving the crystal water molecules (one of them, O1W, rotationally disordered on a three fold axis), probably due to hydrogen bonding but which could not be considered in detail because of the impossibility to find the water H atoms.
Experimental
A solution of amino ester (0.5 g, 1.5 mmol) in dry THF (20 ml) (Chakka et al., 2009) was added dropwise to a suspension of LiAlH 4 (0.18, 4.5 mmol) in dry THF (20 ml) under N 2 atmosphere at 0 °C. The mixture was stirred at 0 °C for 2 h, and the reaction was monitored with TLC in hexane/ethyl acetate (50/50, R f = 1/2). Excess lithium aluminium hydride was quenched with saturated sodium sulfate solution at 0 °C. The reaction mixture was filtered and the solid was washed with THF (20 ml). The solvent was evaporated to dryness, ethyl acetate (20 ml) was added, washed with water (2 × 5 ml), the organic layer was separated and dried over anhydrous MgSO 4 to afford the crude amino alcohol. This was purified by gradient column chromatography; solvent A: 10:90 saturated ammonia in MeOH:DCM and solvent B: 2:98 MeOH:DCM to yield 0.33 g (70% yield) of the pale yellow target compound. m.p.= 388-390 K Crystals apt for x-ray diffraction were grown in methanol, at room temperature. The water molecules in the crystal were probably due to contamination of the solvent.
Refinement
There is one main molecule and two and one-third water molecules in the asymmetric unit. Water molecule O1W is disordered on a site of higher rotational (threefold) symmetry than its own (twofold). It has accordingly a high temperature factor (U iso = 0.0959), for what it was refined isotropically. All hydrogen atoms attached to carbon were positioned geometrically with C-H = 0.95 -1.00 Å and refined as riding on their parent atoms. The hydrogen atoms H3O and H1N were located in a difference electron density map and refined with simple bond length constraints. In all cases U iso (H) = 1.2 -1.5 supplementary materials sup-2 U eq (Host). In spite of the low temperature data, the hydrogen atoms on the three water molecules could not be found and therefore were excluded from the final model. Figures   Fig. 1 . Molecular structure of (I) showing numbering scheme. All non-hydrogen atoms except O1W are shown as ellipsoids with probability level of 30%.
[(1R,3S)-6,7-Dimethoxy-1-phenyl-1,2,3,4-tetrahydroisoquinolin-3-yl]methanol 2.33-hydrate 
Crystal data

Special details
Experimental. Half sphere of data collected using SAINT strategy (Bruker, 2006) . Crystal to detector distance = 50 mm; combination of φ and ω scans of 0.5°, 60 s per °, 2 iterations. 
